Cl (A18) Structure (Obsolete):
A_tP16.138.5-001

This structure originally had the label A_tP16_138_j. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017
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Prototype Cl

AFLOW prototype label A_tP16-138_j-001
Strukturbericht designation Al8

ICSD 22406

Pearson symbol tP16

Space group number 138

Space group symbol P4y /nem

AFLOW prototype command aflow --proto=A_tP16_138_j-001
--params=a, ¢/a, 1, Y1, 21

e As given, this structure has a CI-Cl bond distance of 1.82A, far too small for chlorine. The structure was eventually
reanalyzed, and found to be similar to molecular iodine (A14). See (Donohue, 1982, p. 396) for details. We retain this
structure for its historical interest. Note that all atoms are on the general sites of space group P4s/nem #138.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = ria; +yraz+zias = ary X +ay1 y + cz1 2 (16j) ClI
B, = —(331—%)31—(311—%)324' = —a(z1—3)%X—a(y—3) y+enz (16)) ClI
Z1 a3

Bs =  —(-Ymtmat = alpn-Yxtanyie(ntdz 6 I

(o +5) a
By = yai—(z1—3)ax+(z1+3)a; = apnX—a(z1—3) §+c(an+3)2 (16§) ClI
B; = —z1a;+ (y1+3) a2 — = —ax1i+a(y1+%)$’—c(21—%)2 (16)) Cl

21 — %) az
Bsg = ($1+%) alfy1a27(21*%) as = a($1+%)ifay1yic(zli%) z (16‘]) Cl1
B, = (yl—i—%) al—&—(acl—i—%) agp—ziag = a(yl—i—%)f(—i—a(xl—i—%)y—czli (163) ClI
Bs = —Yi1a; —Trpaz —zZ1Aas = —aiyi X — axry y — C21 Z (16_]) ClI
By = —ri1a; —Yyr1az —z1a3 = —ar X —ay§ —cn’ (165) Cl1
Bio = (m+d)at(n+d)m—na -  alm+d)xtalnr)y-caz (1§  Cl
Bu = (n+dm-mm—(a-Ym -  alp+dx-any-cla-Hz 6 I
Bz = —yra1+ (21 +3) a2 - = —apXta(w+3)y—c(n—3)2 (16)) Cil

(- 3) a
Bis = ma-(n-Yat(ata =  ang-am-Ygte(atdz  ag) Al
By = —(z1—3) atyrax+ = —a(v1—z) X+ap¥+e(atsy)2 (16)) S

(2’1 + %) as
Bis = —(m-za—(m-z)at+ = —am-3)%k-a(n-3)y+eaz (167) CH

Z1 a3
B16 = Y1 a1+:171 a2+21 as = ay1>2+ax1y+c212 (16J) ClI
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